Key indicators: single-crystal X-ray study; T = 113 K; mean (C-C) = 0.003 Å; R factor = 0.048; wR factor = 0.130; data-to-parameter ratio = 12.9. organic compounds o1552 Liu et al.
The title compound, C 26 H 21 N 3 O 2 , is an unsymmetrical tetradentate Schiff base ligand. The hydroxy group forms an intramolecular O-HÁ Á ÁN hydrogen bond with an adjacent N atom. An intermolecular N-HÁ Á ÁO hydrogen bond creates centrosymmetric dimers in the crystal packing.
Related literature
For background, see: Ainscough et al. (1995) ; Aruffo et al. (1984) . For further synthetic details, see: Atkins et al. (1985) ; Miller & Olsson (1981) ; Olsson & Pernemalm (1979) ; Zhu et al. (2004) .
Experimental
Crystal data Refinement R[F 2 > 2(F 2 )] = 0.047 wR(F 2 ) = 0.129 S = 1.08 3695 reflections 286 parameters H atoms treated by a mixture of independent and constrained refinement Á max = 0.18 e Å À3 Á min = À0.25 e Å À3 Table 1 Hydrogen-bond geometry (Å , ).
Symmetry code: (i) Àx þ 1; Ày þ 1; Àz þ 1.
Data collection: RAPID-AUTO (Rigaku, 1998); cell refinement: RAPID-AUTO; data reduction: CrystalStructure (Rigaku/MSC, 2002); program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: SHELXTL (Sheldrick, 2008); software used to prepare material for publication: SHELXTL.
5-{2-[
(2-Hydroxy-5-methylphenyl)(phenyl)methyleneamino]phenyliminomethyl}pyrrole-2-carbaldehyde G. Liu, J. Wang, L. Guo and W.-J. Ruan
Comment
Unsymmetrical Schiff base ligands have been widely investigated due to their structural versatility; specially their metal complexes have been of interest to chemists (Aruffo et al., 1984; Ainscough et al.,1995) . In the course of the synthesis of one such a complex (Zhu et al., 2004; Atkins et al.,1985) , single crystals of the title compound C 26 H 21 N 3 O 2 (I) were obtained, and its crystal and molecular structure is reported here (Fig.1 ). An intermolecular N-H···O hydrogen bond is formed between the H(pyrrole) atom of one molecule and O(aldehyde) of an adjacent molecule (Table 1) , giving raise to centrosymmetric dimers in the crystal packing, piled as columnar arrays along a, as shown in Fig. 2 Moreover, the hydroxy group is involved in an intramolecular O-H···N hydrogen bond (Table 1, Fig.1 ), though which atoms O1, H1, N1, C8, C1 and C2 form a six-membered ring.
Experimental
To a solution of 2-[(2-Aminophenyl)(phenyl)methyl]-4-methylphenol (0.2 mmol) (Atkins et al.,1985) in toluene (20 ml) was added pyrrole-2,5-dicarboxaldehyde (0.2 mmol) (Miller & Olsson, 1981; Olsso & Pernemalm, 1979) the mixture was stired and refluxed for two hours, then cooled. Rotary evaporation of solvent yielded the crude product; after chromatographic fractionating, it was recrystallized from the mixture of dichloromethane and hexane. Orange columnar crystals were obtained by evaporating the solvent at room temperature for about a week. yield: 53%, mp = 175°. Anal. for (C 26 H 21 N 3 O 2 ), Calc. C, 76.64; H, 5.19; N, 10.31; Found: C, 76.12; H, 5.62; N, 10.19 .
Refinement
The H atoms (except H3A attached to N3) were positioned geometrically and allowed to ride on their parent atoms, with C-H=0.93Å and U iso (H)=1.2U eq (C) for the aromatic and pyrrole ring H atoms, C-H=0.96Å, and U iso (H)=1.5U eq (C) for the methyl H atoms, O-H: 0.82Å, U iso (H)=1.5U eq (O). H3A was found in the difference Fourier and refined freely with isotropic displacement parameters. (9) 0.0000 (6) 0.0088 (7) 0.0015 (6) N3 0.0325 (9) 0.0312 (9) 0.0298 (9) 0.0014 (7) 0.0081 (7) −0.0021 (7) C1 0.0251 (9) 0.0229 (9) 0.0213 (9) 0.0005 (7) 0.0054 (7) −0.0016 (7) C2 0.0259 (9) 0.0267 (10) 0.0310 (10) 0.0026 (7) 0.0089 (8) −0.0016 (7) C3 0.0347 (10) 0.0251 (10) 0.0361 (11) 0.0044 (8) 0.0102 (8) 0.0062 (8) C4 0.0337 (10) 0.0254 (10) 0.0300 (10) −0.0038 (7) 0.0111 (8) 0.0015 (7) C5 0.0259 (9) 0.0262 (9) 0.0260 (10) −0.0016 (7) 0.0072 (7) −0.0040 (7) C6 0.0263 (9) 0.0248 (9) 0.0241 (9) 0.0029 (7) 0.0046 (7) −0.0013 (7) C7 0.0324 (10) 0.0353 (11) 0.0369 (11) 0.0031 (8) 0.0132 (8) 0.0033 (8) C8 0.0257 (9) 0.0243 (9) 0.0208 (9) −0.0011 (7) 0.0058 (7) −0.0034 (7) C9 0.0230 (9) 0.0265 (9) 0.0287 (10) 0.0012 (7) 0.0124 (7) 0.0032 (7) 0.0230 (9) 0.0266 (9) 0.0300 (10) 0.0062 (7) 0.0087 (7) 0.0047 (7) 
